: Full set of orbitals included in thw CASSCF/CASPT2 active space (10 electrons in 8 orbitals) of 5-MHONE for various points of the LIIC along R C-C . The corresponding geometries are also depicted. The predominant electronic excitations contributing to each excited singlet and triplet states are tabulated below. Figure S2 : Full set of orbitals included in thw CASSCF/CASPT2 active space (10 electrons in 8 orbitals) of 5-MHONE for various points of the LIIC along Q 2 (PT coordinate). The corresponding geometries are also depicted. The predominant electronic excitations contributing to each excited singlet and triplet states are tabulated below. 
Excited State
Q 2 S 1 S 2 S 3 T 1 T 2 T 3 0.0 (S 0 min) 0.2 0.4 0.6 0.8 H → L H → L+1 H → L+2 H → L H-1 → L H → L+1 1.0 (CI O-H ) H H → L+2 H → L+1 H → L H → L+2 H → L+1
